LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.035 12 13 16 rVB 14802 18698 1.09% 0.122%
2 1.344 38 40 42 rBV 35703 37967 2.22% 0.247%
3 1.401 42 45 48 rVB 168366 280644 16.41% 1.828%
4 1.561 57 59 62 rBv 177107 253825 14.84% 1.653%
5 1.653 66 67 73 rvVB3 8218 19742 1.15% 0.129%
6 1.767 75 77 84 rBvV 127243 176747 10.33% 1.151%
7 2.464 135 138 144 rBvY 15316 25927 1.52% 0.169%
8 3.058 188 190 199 rVvB3 6318 18497 1.08% 0.120%
9 4.876 347 349 352 rBV 67556 81833 4.78% 0.533%
10 4.990 352 359 364 rvVv 20227 64769 3.79% 0.422%
11 5.127 364 371 377 rVB 13529 36073 2.11% 0.235%

12 5.413 393 396 399 rBV 469050 478865 28.00% 3.119%
13 6.567 495 497 500 rBvV 184463 200264 11.71% 1.304%
14 6.705 506 509 511 rBV 267265 322721 18.87% 2.102%
15 6.842 518 521 523 rBV 733606 858841 50.21% 5.594%

16 6.910 523 527 532 rVB 11080 20971 1.23% 0.137%
17 7.127 543 546 548 rBV 232524 234016 13.68% 1.524%
18 7.276 557 559 560 rBvV 32880 30696 1.79% 0.200%
19 7.310 560 562 565 rvB 939803 841699 49.21% 5.483%
20 7.447 570 574 575 rVB2 11524 19338 1.13% 0.126%
21 7.607 585 588 589 rBvV 15207 19985 1.17% 0.130%
22 7.825 604 607 609 rBvV 574492 661388 38.67% 4._.308%
23 7.893 611 613 615 rVB 90802 81739 4.78% 0.532%

24 8.442 653 661 665 rBv2 130165 401883 23.50% 2.618%
25 8.705 681 684 686 rBvV 300694 328755 19.22% 2.141%

26 9.059 712 715 718 rBV 33851 43490 2.54% 0.283%
27 9.185 724 726 729 rBV2 15570 17542 1.03% 0.114%
28 9.836 781 783 786 rBV 13849 19049 1.11% 0.124%
29 9.882 786 787 789 rBV 14404 21920 1.28% 0.143%

30 9.928 789 791 794 rBV 110983 144097 8.42% 0.939%

31 10.053 799 802 804 rVvB 1419109 1434741 83.88% 9.346%

32 10.476 835 839 844 rBV3 13355 44715 2.61% 0.291%
33 10.556 844 846 849 rVB 91931 91220 5.33% 0.594%
34 10.682 855 857 861 rvB 10516 17172 1.00% 0.112%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.842 869 871 872 rBV 28909 30123 1.76% 0.196%

36 10.876 872 874 876 rVB 301726 384931 22.51% 2.507%
37 11.185 898 901 904 rBvV 56480 100036 5.85% 0.652%

38 11.459 924 925 927 rVB 42072 36053 2.11% 0.235%
39 11.734 945 949 952 rBV 15768 25797 1.51% 0.168%
40 11.848 956 959 962 rBV 770472 786306 45.97% 5.122%
41 12.054 975 977 980 rBV 40922 67928 3.97% 0.442%
42 12.362 1003 1004 1006 rBV 14298 18350 1.07% 0.120%
43 12.408 1006 1008 1011 rVB 12943 19909 1.16% 0.130%
44 12.568 1020 1022 1024 rBV 22438 26333 1.54% 0.172%
45 12.614 1024 1026 1027 rVV 26136 34335 2.01% 0.224%
46 12.648 1027 1029 1032 rVB2 11641 19061 1.11% 0.124%
47 12.705 1032 1034 1037 rBV 427196 421333 24.63% 2.744%
48 13.139 1070 1072 1075 rBV 22415 23115 1.35% 0.151%
49 13.448 1096 1099 1101 rBV 45982 67812 3.96% 0.442%
50 13.654 1114 1117 1118 rBV2 10746 18554 1.08% 0.121%
51 13.757 1124 1126 1128 rBV 58780 60140 3.52% 0.392%
52 14.534 1192 1194 1195 rBV 21835 25820 1.51% 0.168%
53 14.602 1198 1200 1201 rVV 17861 18889 1.10% 0.123%
54 14.637 1201 1203 1204 rVV 66087 76684 4.48% 0.500%
55 14.705 1206 1209 1211 rVV 1629573 1710411 100.00% 11.141%
56 15.048 1234 1239 1241 rBV 33797 52000 3.04% 0.339%
57 15.323 1261 1263 1270 rVV2 72095 138199 8.08% 0.900%
58 15.448 1272 1274 1275 rVV 38390 54196 3.17% 0.353%
59 15.471 1275 1276 1278 rVV 62124 67921 3.97% 0.442%
60 15.505 1278 1279 1281 rVB 29891 28150 1.65% 0.183%

61 15.883 1309 1312 1319 rBV 225915 366245 21.41% 2.386%
62 15.985 1319 1321 1324 rVV 486896 481591 28.16% 3.137%
63 16.043 1324 1326 1330 rVB 35614 40472 2.37% 0.264%
64 16.294 1345 1348 1350 rBV 103035 131599 7.69% 0.857%
65 16.683 1379 1382 1385 rBV 107068 134075 7.84% 0.873%

66 16.877 1396 1399 1402 rBV 42804 50206 2.94% 0.327%
67 17.071 1414 1416 1419 rBV 101885 120911 7.07% 0.788%
68 17.151 1420 1423 1426 rVV 381315 436969 25.55% 2.846%
69 17.460 1447 1450 1455 rBV 87628 119490 6.99% 0.778%
70 17.700 1469 1471 1474 rBV 400721 464633 27.16% 3.027%

71 17.837 1480 1483 1487 rBV 66443 105787 6.18% 0.689%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 18.260 1517 1520 1522 rBV 45677 68721 4.02% 0.448%
73 18.306 1522 1524 1528 rVB5 14059 31664 1.85% 0.206%
74 18.569 1544 1547 1553 rBV7 22007 52616 3.08% 0.343%
75 18.683 1553 1557 1559 rBvV 99937 174686 10.21% 1.138%
76 18.729 1559 1561 1563 rVB 15348 22533 1.32% 0.147%
77 19.117 1592 1595 1600 rVB 31084 66191 3.87% 0.431%
78 19.277 1606 1609 1615 rBV2 34558 88289 5.16% 0.575%
79 19.574 1632 1635 1638 rBv4 9430 25012 1.46% 0.163%

80 19.654 1638 1642 1647 rVV2 126800 342737 20.04% 2.233%

81 19.746 1647 1650 1659 rvv4 38082 106487 6.23% 0.694%

82 19.929 1663 1666 1669 rVB4 14133 31221 1.83% 0.203%

83 20.089 1677 1680 1684 rBV6 8405 26521 1.55% 0.173%

84 20.180 1684 1688 1694 rVB2 62446 141120 8.25% 0.919%

85 20.672 1728 1731 1740 rVB7 15608 59982 3.51% 0.391%
Sum of corrected areas: 15351973

8270-BF031115.M Mon Mar 23 13:27:42 2015 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BFO77885.D
1500000
1000000 7.31
6.84
500000 5.41
6.70
7.13
) 6.57]
1.40.56, v
N 164 2.46 3.06 Pog 13 .91 7-2%87.43.61
e - A
Time--> 1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77885.D
1500000 10.05
1000000
11.85
7.82
500000 12.71
8.70 10.88
8.44 9.93
.89 -4 10.56
11.1811.46 12.05 13.4 76
ol Al S0 el sogeogsler TPOugH B montms i 1Sien” 1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50  12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77885.D
1471
1500000
1000000
500000 1599 17.70
15.8
19.65
A 16.29 16.68 17. 17.46 18.68
il 15.05 180481 04 16.88 1184 18261188873 19.19.28 1980700 Bd® 20,67
O I L e e e e e B B T B LA B e e LA E
Time--> 15.00 15.50 16.00 16.50  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

1.56 21.69 ng 253825 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 59 (1.561 min): BF077885.D (-57) (-) m/z 73.10 100.00%
3
5000 43
55 87
1.20 1.40 1.60 1.80
0..,....,....,...3.8,|:.'..5,0..|..-,....,'..'..,....,....,... m/z 43.05  37.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 25.49%
o ‘ﬁg 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
P R 87 120 140 160 180
5000 m/z 87.10 23.41%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-  REam e L A RRaEE
73 1.20 1.40 1.60 1.80
m/z 41.10 12.99%
5000 43
58
0"|'“'|'”“w'“'|*“'|'”'|'”'|'“'|'”k|'“'|'”
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

488 6.99ng 81833  1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 64

2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9
Abundance Scan 349 (4.876 min): BF077885.D (-347) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 4.60 4.80 5.00 5.20
o} T 1 TR A S m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN RS S U L
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.50%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.10 16.35%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one R EmE E A REES
43 4.60 4.80 5.00 5.20
m/z 41.10 9.45%
5000
55
0"W"t'P"MI“"w*“'I“j“lq?“z}'“lg?“I"?ﬁ""v"'l“"I'“'I"“I RN U R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown4.99 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

4.99 5.54 ng 64769 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 43
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 40
3 1-Pentanamine 87 C5H13N 000110-58-7 9
4 Hvdrazine. 1.l1-dimethvl- 60 C2H8N2 000057-14-7 7
5 Thiirane 60 C2H4S 000420-12-2 4

Abundance Scan 359 (4.990 min): BF077885.D (-352) (-) m/z 60.00 100.00%
60
5000
41
87 SR SRR SRS
|h|| 4 69 | 460 4.80 5.00 5.20 5.40
O S T B e S B O o m/z 41.10 29.35%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7851 Hexanoic acid
60
5000 41 73 '|A"'|""|""|""|"
27 460 4.80 5.00 5.20 5.40
55 g7 m/z 45.10 26.36%
o 3 ‘ 50 | 65 | 80 | 92 99
m/z--> 26 §o Jo §o 60 fo éo do 160 1io
Abundance
60 ”
'I”"PA'W"”I'”'I”
460 4.80 500 5.20 5.40
5000 a1 m/z 43.10 24 .12%
27
87
0 36 50 55 69 74 g 100
miz--> 20 30 40 50 60 70 80 9 100 110
Abundance #1878: 1-Pentanamine
30 460 4.80 500 5.20 5.40
m/z 39.00 20.70%
5000
o LM 50 56 63 69 81 87
m/z--> 2'0 30 4'0 5'0 6|0 7'0 8IO 9'0 1(')0 11'0 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 unknown6.84 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.84 73.40 ng 858841 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 521 (6.842 min): BF077885.D (-518) (-) m/z 132.00 100.00%
32
5000
68
0 ‘ % " 660 6.80 7.00 7.20
40 54 - - : -
0....-:"...--.,:|-.|.'. 8 bl X7 m/z 134.00  33.39%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBE USSR R L
6.60 6.80 7.00 7.20
31 51 m/z 68.10 32.59%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
" 660 6.80 7.00 7.20
5000 67 m/z 66.10 20.40%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil REaE A AR e
132 6.60 6.80 7.00 7.20
m/z 96.10 12.77%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Cyclopentene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

7.89 6.99 ng 81739 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentene 68 C5H8 000142-29-0 64
2 1-Butvne. 3-methvl- 68 C5H8 000598-23-2 59
3 Acetvlene dicarboxamide 112 C4H4N202 000543-21-5 47
4 Bicvclol2.1.01pentane 68 C5H8 000185-94-4 45
5 Spiropentane 68 C5H8 000157-40-4 38

Abundance Scan 613 (7.893 min): BF077885.D (-611) (-) m/z 67.10 100.00%
67
53
5000 112
39 | I | |
140 AR RAREA SRS SRS S
||||| I I 83 9o 0, 122 | £.00_7.80 800 B0
o e et e et e m/z 53.10 54_.74%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #413: Cyclopentene
67
5000 R R R

7.60 7.80 8.00 8.20

39 53 m/z 112.10 50.77%
27 ‘ |
0 15 l il 1L
R RRa R Bt R Ea B L Al RARAsRsasaeass
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
53
A RAREE B b
67 7.60 7.80 8.00 8.20
5000 27 m/z 68.10 33.89%
39
1 15
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6065: Acetylene dicarboxamide A e
53 84 7.60 7.80 8.00 8.20
m/z 39.10 26.62%
112
96
5000
44
68
18 28 ‘ 76
0.”“”.“uh”N,fﬁanm”,nhpdqnuw”m“”.u”w””“.”“”w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzaldehyde, 4-hydroxy- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

9.93 7.49 ng 144097 Acenaphthene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 96
2 Benzaldehvde. 2-hvdroxv- 122 C7H602 000090-02-8 90
3 Propanoic acid. 3-chloro-. 4-for... 212 C10HOCIO3 1000142-41-5 90
4 Benzaldehvde. 3-hvdroxv- 122 C7H602 000100-83-4 64
5 1,3-Benzodioxole 122 C7H602 000274-09-9 64

Abundance Scan 791 (9.928 min): BF077885.D (-789) (-) m/z 121.00 100.00%
5000
65 93
39
50 74 9.60 9.80 10.00 10.20
01 T m/z 122.00 82.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9581: Benzaldehyde, 4-hydroxy-
121
5000 L LR L SURBULN UL
39 65 93 9. I60 9. 80 10'00 10'20 !
m/z 93.00 36.66%
0 18 29 \‘ \93 NIl 74 | 105 |
miz--> % 4 e s 10 10 1o 1o 180
Abundance
122
9.60 9.80 ib'o'o' 1020
5000 m/z 65.10 30.77%
39 65 5
29 50 104
L L L UL UL B UL R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63980: Propanoic acid, 3-chloro-, 4-formylphenyl ester SN W N W G
121 960 980 1000 1020

m/z 39.10 20.25%

5000 93
65
55
0 Ll | \‘\ 74 1 | 177

m/z--> 20 40 60 80 100 120 140 160 180 9.60 9. 80 10. 00 10 20

8270-BF031115.M Mon Mar 23 13:27:52 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknownl11.19 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.19 5.20 ng 100036 Acenaphthene-d10 10.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanebutanoic acid 170 C10H1802 004441-63-8 49
2 Nonanoic acid 158 C9H1802 000112-05-0 22
3 Alpha-1-rhamnopvranose 164 C6H1205 035810-56-1 22
4 Cvclohexane. 1R-acetamido-2cis.4... 298 C12H18N405 1000153-71-2 16
5 1,3-Cyclohexanediol, 2-methyl-2-_._. 217 C9H15NO5 114454-84-1 16
Abundance Scan 901 (11.185 min): BF077885.D (-898) (-) m/z 43.10 100.00%
o 3
5000 111
83 97 129 A AU I B
| 1]’38 157 170 10.80 11.00 11.20 11.40 11.60
ol S S | S - m/z 73.00 66.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35808: Cyclohexanebutanoic acid
55
83
5000 41
69 111 10.80 11.00 11.20 11.40 11.60
m/z 60.00 59.51%
27 “‘ ‘ 97
ob— :.L8| .‘l‘. I‘i\‘l\l I\H\ I" l“.‘.“iHl ‘.“l”‘l‘l .‘.‘l .:1-2‘.3. — Il?zl I .1.7.0. I
m/z--> 20 40 60 80 100 120 140 160
Abundance
60
& SRR AR MRS A
10.80 11.00 11.20 11.40 11.60
5000 m/z 41.10 51.45%
41
29 g7 98 115 129
0 18 51 141 158
miz--> 20 40 60 8 100 120 140 160
Abundance #32122: Alpha-l-rhamnopyranose A EAREE B S
60 73 10.80 11.00 11.20 11.40 11.60
m/z 55.10 51.44Y%
5000 43
29
18 84 110
oL, "“‘l .‘HHl . \i\H il Il?PI L, ]|11|9|12|8| . |%4-7- . |1§4| —_— M
m/z--> 20 40 60 80 100 120 140 160 10.80 11.00 11.20 11.40 11.60

8270-BF031115.M Mon Mar 23 13:27:53 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 8-Hexadecyne Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.32 5.74 ng 138199 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Hexadecvne 222 C16H30 019781-86-3 55
2 6-Heptadecvne. 1-chloro- 270 C17H31CI 056599-59-8 35
3 7-Heptadecvne. 1-chloro- 270 C17H31CI 056554-74-6 35
4 1-Tridecvne 180 C13H24 026186-02-7 30
5 Cyclohexane, ethenyl- 110 C8H14 000695-12-5 30
Abundance Scan 1263 (15.323 min): BF077885.D (-1261) (-) m/z 67.05 100.00%
67
81
41

5000

109 135149

177 207 285 15.00 15.20 15.40 15.60
0 m/z 59.10 85.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71109: 8-Hexadecyne

5000

15.00 15.20 15.40 15.60
123 m/z 81.10 82.78%

151165179193207222

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81
95 ﬂﬂ”l'”'l”"ﬁ"%"”l
41 15.00 15.20 15.40 15.60
5000 m/z 41.10 76.23%

109

185
] 123 143 165 199213 235 270

mﬁmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100672: 7-Heptadecyne, 1-chloro- R R mEEE
15.00 15.20 15.40 15.60
m/z 55.10 73.71%

5000

123 15

Li65 18519913007041 270
—
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF031115.M Mon Mar 23 13:27:54 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.88 15.21 ng 366245 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 72
2 1-Octadecene 252 C18H36 000112-88-9 62
3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 58
4 2-Hexvl-1-octanol 214 C14H300 019780-79-1 52
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 52
Abundance Scan 1312 (15.883 min): BF077885.D (-1309) (-) m/z 57.10 100.00%
57
5000 83 \ /\
11 R BN BN SUNRA BN
149 15.60 15.80 16.00 16.20
ol ,a.-.].ll.l.l.a-',..l?z.z,of‘...,.?5.‘1.,....,....,....,...., m/z 43.10 75.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 R DA SN SURIURA ML
15.60 15.80 16.00 16.20
1 m/z 71.10 60.65%
ol | ‘M\Nm | 139167 196224 267292 321 462 490
m/z--> §0 160 1%0 260 2%0 300 350 460 4éo '
Abundance
57
83 R N BN SUNURA B
15.60 15.80 16.00 16.20
5000 m/z 55.05 57.10%
29 111
o 139 168 196 224 252
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance #143984: Trichloroacetic acid, tetradecy! ester L LI M St
43| oo 15.60 15.80 16.00 16.20
m/z 83.05 48 .51%
5000
139 168 196 241
0 e A
m/z--> 50 100 150 200 250 300 350 400 450 15.|60 15.|80 16.|00 16.|20

8270-BF031115.M Mon Mar 23 13:27:55 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.29 5.47 ng 131599 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonacosane 408 C29H60 000630-03-5 90
4 Octadecane 254 C18H38 000593-45-3 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 1348 (16.294 min): BF077885.D (-1345) (-) m/z 57.10 100.00%
g7
85
5000
113 600 1690 1640 1660
141 16.00 16.20 16.40 16.60
o...-.l,-.J..*.-ll e e m/z 71.10 71.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LN U BULLLS UL B
16.00 16.20 16.40 16.60
m/z 43.10 62.13%
29 113
0 \‘ A ‘ H\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1éo 260 2%0 360 3éo 460
Abundance
57
16,00 16.20 16,40 16.60
5000 g5 m/z 85.10 53.65%
29
o 113 141 169 196 240
m/z--> 55 160 1éo 260 250 300 3éo 460
Abundance #158131: Nonacosane T T T
57 16.00 16.20 16.40 16.60
m/z 55.05 23.54%
5000 85
L2y ”1ﬁ3‘1§11169 197 225 253 281 309 337 365 408
m/z--> 50 mo @ 2& 250 ﬁ 350 ﬁo mmmmmmmm

8270-BF031115.M Mon Mar 23 13:27:58 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Pentadecane, 8-heptyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.68 5.57 ng 134075 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 1382 (16.683 min): BF077885.D (-1379) (-) m/z 57.10 100.00%
5
5000
? 16.40 16.60 16.80 17.00
141 : : : .
o e m/z 71.05 71.54%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57
5000 L L B S B
mmmmmmﬂm
99 m/z 43.10 64.23%
m/z--> 6 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
16.40 16.60 16.80 17.00
5000 m/z 85.05 53.62%
99
ol 26 141176219 55, 309
m/z--> 0 55 160 150 200 250 300 350 400 4éo 560 5%0 660
Abundance #172957: Tetratetracontane R e A ARaa
57 16.40 16.60 16.80 17.00
m/z 55.10 21.92%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 40 16. 60 16.80 17.00

8270-BF031115.M Mon Mar 23 13:28:04 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Tetratriacontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.07 5.20 ng 120911 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1416 (17.071 min): BF077885.D (-1414) (-) m/z 57.10 100.00%
57
5000 85
113 1680 17.00 17.20 17.40
141
- .l,-.-.'.l.", faa®. 21 e m/z 71.10 72.76%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 LR B IR B B
mmﬂmﬂmﬂm
m/z 43.10 60.47%
29 113
0 I “\ h h‘ u‘ \1\1\169 197 225 253 296
miz--> 0 §o 100 1éo 260 2%0 360 3%0 460
Abundance
57
1680 17.00 17.20 17.40
5000 85 m/z 85.10 50.73%
29 113
o 141 169 197 225 253 281 311337 367 410435
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- T T
43 16.80 17.00 17.20 17.40
- m/z 55.10 21.24%
5000
9
ol (127 155 183 225 p53 295 337
miz--> 0 % 1& ﬁo ﬁ 250 ﬁo ﬁ)4& mmﬂmﬂmﬂm

8270-BF031115.M Mon Mar 23 13:28:06 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.15 18.81 ng 436969 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 72
Abundance Scan 1423 (17.151 min): BF077885.D (-1420) (-) m/z 69.10 100.00%
6o
5000
T goae7 16580 17,00 1720 1740
Okt ST L 75208231 278 a1 gt G By 31,
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158503: Squalene
69
5000 UL UL UL LA
16.80 17.00 17.20 17.40
41 m/z 41.10 21.46%
o ) ‘\FM“A 191 231 273301 341368 410
[T III""IIIII rTTTTTTTTTTT T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
16.80 17.00 17.20 17.40
5000 m/z 95.05 13.47%
41
121
. 149 191 231 273301 341368 410
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170954: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... I EEE RS AR R
69 16.80 17.00 17.20 17.40
m/z 68.10 11.64%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 55 160 150 200 250 300 350 400 450 500 séo 16,80 17.00 17.20 17.40

8270-BF031115.M Mon Mar 23 13:28:07 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.46 5.14 ng 119490 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 1450 (17.460 min): BFO77885.D (-1447) (-) m/z 57.10 100.00%
57
5000
4 I B e e B e e e o R
17.20 17.40 17.60 17.80
ol ,,| | . 267282 m/z 71.05 72.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107655: Eicosane
57
85
5000 R B B B B
4 17.20 17.40 17.60 17.80
m/z 43.10 57.78%
13 m
0 ‘ H\ ‘\ h‘ \‘ \‘ \‘ | 169 197 225 253 282
m/z--> 25 Jo eb éo 100 150 140 160 180 200 220 240 260 280 360
Abundance
57
o 17,20 17.40 17.60 17.80
5000 m/z 85.10 51.63%
41
113
o 25 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- R R AR
57 17.20 17.40 17.60 17.80
m/z 55.10 21.87%
5000 85
4
0 | ‘ 1 | 1ﬁ3 141 169184 L 239254 309
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260 280 360 17'20 1740 1760 17%0

8270-BF031115.M Mon Mar 23 13:28:08 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77885.D

Aca On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : 6G1575-03

Misc oW

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl18.68 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.68 7.52 ng 174686 Perylene-d12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxv-7-methoxv-3-phenvl-4-c... 270 C16H1404 018380-57-9 47
2 Silane. 3-butenvImethoxvmethvlph... 206 C12H180Si 076557-75-0 47
3 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 43
4 6-(3.3-Dimethvl-oxiran-2-vlidene... 194 C12H1802 1000187-66-2 43
5 Benzene, 4-butyl-1,2-dimethoxy- 194 C12H1802 059056-76-7 43
Abundance Scan 1557 (18.683 min): BF077885.D (-1553) (-) m/z 151.10 100.00%
181
5000 69 /\
41 191 410 N - S
107 2 17 355 18. 40 18. 60 18. 80 19. oo
0! m/z 69.05 49 .54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100491: 3-Hydroxy-7-methoxy-3-phenyl-4-chromanone
151
5000 LRI BULRIL BN LN B
mmmmmmmm
m/z 191.05 22 .06%

ol 2851 77 122 | 475107 242 270
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance

151

18.40 18. 60 18. 80 19.00

5000 121 m/z 41.05 21.56%
59 178
o7 a1 206
o R VR SR TS S VA S
m/z--> 50 100 150 200 250 300 350 400
Abundance #23713: 1,4 Benzodioxan-6-amine B R S
151 18.40 18.60 18.80 19.00
o5 m/z 152.10 18.07%
5000
67
41
ol1s [ | 124
m/z--> 50 100 150 200 250 300 350 400 18. 40 18.60 18.80 19. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BF077885.D

Acq On : 21 Mar 2015 2:37

Operator : TP/1Z

Sample : G1575-03

Misc W

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.56 21.7 ng 253825 1 7.13 234016 20.0
2-Pentanone, 4-hy... 4.88 7.0 ng 81833 1 7.13 234016 20.0
unknown4 .99 4._.99 5.5 ng 64769 1 7.13 234016 20.0
unknown6 .84 6.84 73.4 ng 858841 1 7.13 234016 20.0
Cyclopentene 7.89 7.0 ng 81739 1 7.13 234016 20.0
Benzaldehyde, 4-h... 9.93 7.5 ng 144097 3 10.88 384931 20.0
unknownl1l1.19 11.19 5.2 ng 100036 3 10.88 384931 20.0
8-Hexadecyne 15.32 5.7 ng 138199 5 15.99 481591 20.0
17-Pentatriacontene 15.88 15.2 ng 366245 5 15.99 481591 20.0
Heneicosane 16.29 5.5 ng 131599 5 15.99 481591 20.0
Pentadecane, 8-he... 16.68 5.6 ng 134075 5 15.99 481591 20.0
Tetratriacontane 17.07 5.2 ng 120911 6 17.70 464633 20.0
Squalene 17.15 18.8 ng 436969 6 17.70 464633 20.0
Eicosane 17.46 5.1 ng 119490 6 17.70 464633 20.0
unknownl18.68 18.68 7.5 ng 174686 6 17.70 464633 20.0
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